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& LAMMPS Setup
CJExtending Simulation: Preset  Minimize (fast)
Basic | Advance | Qukpuk | Interaction | Non-equilibrium (1) | Restraint | Sutomatic
Units real W 2.0
Akom Skyle Full w | 4 of Time Steps 5000
Pair Style lifcukfcoulflong v | Total time [fs]: MfA

units

atom style
boundary

box

pair_style
pair_modify
special_ bonds
kspace_style
kspace modify
bond style
angle style
dihedral style
improper_style
read_data
neighbor

neigh modify
dump

dump
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Reset Load

| Generate Welocity
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full

rrp
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1 foent ool flong 10,
mix arithmetic
amher
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order 4
harmonic
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(DATAFILE%
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delay 0O
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Options
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Force Field
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| Conskrain Hydrogen

1 =211 custom 100 #DUMPFILE% id type x= yv= == ix iy iz

Z all xtc 100 %XTCFILE%

Save Save as Defaulk
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&4 LAMMPS Setup

[ Extending Simulaticn Preset Mirimize: (fast) v [CmMer 1

Basic | Advance | Oukpuk | Inkerackion | Mom-squilbriom (1) | Restraint | Aukomatic | Options | Force Field

-:§:- Genetake parameters

L\SForce Field (General) |Dreiding %
SPCIE
Charge
() Assign charges  Method: | AML-BCC w
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() Use parameters in the file on the main window
| Generate Simulation Cell 12,

Reset Load Save Save as Default 1] 4 Cancel
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Basic | advance | Cutput | Interaction | Mon-equilibriom 1) | Restraint | Autormatic | Optidls | Force Field

Time Step [fs] 2.0

£

real

Full w | #of Time Steps 5000
[ifeutfcoulflong w | Total kime [Fs]: 10,000

Generate Yelocity

real
full
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[MD]-[LAMMPS]-[*—7 —F & FEIZFE. [Preset ][ZINPT (fast) 1Z$5EL .
[ Temperature JZ1550]. [Pressure |1Z1200IZZEL . [OKJ/RAZHT,
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%) LAMMPS Setup

Extending Simulation Preset MPT (Fast)

Basic | Advance | Cutput | Inkeraction | Mon-equilibriom (1) | Restraint | Aukamatic | OptionsY Force Field

Inits real w | Time Step [fs] 2.0
Akarm Skyle Full W # of Time Steps S000
Pair Style ljfcut fcoulflang % | Total time [fs]: 10,000

[ ] Generate velocity

units real
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[OKIT %,
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&2 LAMMPS Setup - O

Extending Sirmulation Preset NPT (Fast) v [ ]mPI 1

Basic | ddvance | Output | Interackion | Mon-equilibrium 1) | Restraint | Sutomatic | Cptions | Force Field

Inits real (¥ Time Skep [Fs] 2.0 Ensemble npk W
Akom Styvle Full w | # of Time Steps 5000 Temperature [K]  |550
Pair Skyle lifcutfooulflang W Takal kime [Fs]: 10,000 Pressure [akm] 1
[ ] cererate velocity Pressure Control — |iso W
Conskrain Hydrogen
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Non-equilibrium (1) |27 Ml Enable Simulated Annealing |IZFTv9% AL,
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ZD#%. [MD]-[LAMMPS]-[LAMMPSZE1T1¢3 5,

& LAMMPS Setup &2 LAMMPS Setup
Extending Simulation Preset MPT {fast) W Extending Simulation Preset MPT (fa W
Basic | advance | Qutput | Interaction | Mon-equilibrium (13 | Restraint | Automatic | Options Basic | Advance | Qukput | Interaction | Mor-eguilibrium (1) < i jon:
Uniks real w | Time Step [fs] 2.0 ["]Enable Elongation Enable Simulated Bnnealing

Akom Style Full w | # of Time Steps 500000 | affine Transformation Final Temparature |150|
:::::: (K]
Pair Style lifcutfeoulflong v | Total time [fs]: 1,000,000 le-4 Annealing Rate [K/ps]: -4.0E-001

e =k L Lmmibr
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